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Prototype BagInyO117Zn5

AFLOW prototype label A3B2C11D5_cF168_216_f_e_ab2eh_eg-001
ICSD 73192

CCDC 1634010

Pearson symbol cF168

Space group number 216

Space group symbol F43m

AFLOW prototype command aflow --proto=A3B2C11D5_cF168_216_f_e_ab2eh_eg-001

~Tparams=a, X3, X4, 5, L6, L7, L8, L9, 29

Other compounds with this structure
BangQZn5011, Ba3YbQZn5011
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e This structure can be regarded as a distorted spinel structure.

Face-centered Cubic primitive vectors

a; = %ay + %ai
az = %afc + %ai
ag = gzaX+3ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Ol
B, = %al—i—%ag—i-%ag = %afi—l—%ay—i—%ai (4b) Ol
B = T3 a; + r3as + r3as = arzX + axr3y + axs z (16e) InI
By, = r3a; + r3as — 3r3as = —ax3X —ar3y +ax3z (16e) Inl
Bs = r3a; — 3rzas + r3as = —ax3X+arsy —axs3z (16e) Inl
Bg —3x3a; +x3as + T3a3 = arz3X —ar3y — axsz (16e) Inl
B, = Tga1 + T80 + 1433 = aryX +arsy + ary z (16e) O III
Bs = r4a; + 1489 — 31443 = —axs X —arsy +axs (16e) O III
By = r4a; —3r4as + T4a3 = —axsX+arsy —axsz (16e) O III
Bio —3x4a) +T4a0 + x4 a3 = axsX —arey —axys z (16e) O III
Bi1 = Tsa; + Tsas + T5as = ars X + arsy + axs Z (16e) o1V
B = Tsa, + Tsas — 3r5 ag = —axs5X —arsy +axsz (16e) (ONAY
Bz = rsa; — 3rsas + Tsas = —axsX+arsy —axsZ (16e) o1V
Bia —3zs5a; + o5as + o5 as = ars X — arsy — ars Z (16e) o1V
Bis = Tgag + Tgas + Tgas = areX + argy + axe Z (16e) Zn 1
B = Tga, + Tgas — 3rg as = —axgX —argy + axgZ (16e) Zn 1
By = Tga; — 3Tgas + Tgas = —axgX +argy —axgZ (16e) Zn 1
Bis —3xga; + xTgas + T as = areX — axrgy — axg Z (16e) Zn 1
By = —r7a; + r7as + x7as = ar7 X (24f) Bal
By = T7a; — T7as — T7as = —ax7 X (24f) Bal
By = Tra; — Tyag + T7as = ar7y (24f) Bal
B, = —T7a; +x7ay; — x7as = —axr7y (24f) Bal
Bos = T7a; + T7ay — T7as = axr Z (24f) Bal
Boy = —x7a; — ryas + r7as = —ax7 Z (24f) Bal
Bos = — (338 — %) a; +rgas + rgas = axg X + iay + iai (24g) Zn 11
Bys = asa;—(ws—3)ay—(1s—3) a3 = —a(zs—3) X+ a9 + a2 (24g) Zn 11
Bor = Tga, — (Ig — %) ar + rgas = %a)“chaxquL iai (24g) Zn 11
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Bzg = 7(5687%) a; +xrgaz — = %af(fa(xsf%) §f+ia2 (24g) Zn II
(s — 3) as

Boy = Tga) + rgas — (l’g — %) as = iaf{—i— %ay—i—axgi (24g) Zn 11

Bsgo = —(zs—31)a—(zs—3)ax+ = 1a%+ tay —a(zs—3) 2 (24g) Zn 11

Tgas

B31 = Zgai + zgag + (2$9 — Zg) as = arg X+ arg y + azg Z (481’1) (OY

B3> = zgay + zgas — (2x9 + 29) ag = —argX —axgy + azg Z (48h) oV

Bss = (2w9—29) a1 — (209 +29) a2+ = —argX +axrgy — azg (48h) ov

Zg ag
B34 = — (2179 + 29) a; + = arg X — arg y — QZ9 Z (48h) (OY
(2%9 — Zg) ao —+ Zg ag

Bs; = (229 — 29) a1 + 29 ag + 29 a3 = azg X+ axgy + axgz (48h) oV

B3g = — (2.%‘9 + Zg) aj; + z2g9az + 29 as = azg X — aTg y —ar9 (48h) oV

B3y = zgay + (29 — 29) ag — = —az9gX —axgy + arg Z (48h) ovVv
(21’9 + Zg) as

Bss = zgay — (2xg + 29) a2 + = —azg X+ argy — axg (48h) ov
(2.’1)9 — Zg) as

B3y = zgay + (2xg — 29) as + 29 ag = argX + azy + axg Z (48h) (OAY

By = zgay — (2xg + 29) az + 29 ag = —argX +azgy — argZ (48h) oV

Ba = —(2x9 + 29) a1 + 29 a3 + = ax9gX — az9y — axgZ (48h) (ORY%

(2.’L‘g — Zg) as

By = (229 — 29) a1 + zg ag — = —argX —azgy + avg (48h) ovVv
(2179 + 29) as
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